Key indicators: single-crystal X-ray study; T = 130 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.106; data-to-parameter ratio = 15.8.
The title co-crystal [systematic name: 3-(1,3-dioxoisoindolin-2-yl)propanoic acid-1,3,7-trimethyl-1H-purine-2,6(3H,7H)-dione (1/1)], C 8 H 10 N 4 O 2 ÁC 11 H 9 NO 4 , is the combination of 1:1 adduct of N-phthaloyl--alanine with caffeine. The phthalimide and purine rings in the N-phthaloyl--alanine and caffeine molecules are essentially planar, with r.m.s. deviations of the fitted atoms of 0.0078 and 0.0118 Å , respectively. In the crystal, the two molecules are linked via an O-HÁ Á ÁN hydrogen bond involving the intact carboxylic acid (COOH) group. The crystal structure is consolidated by C-HÁ Á ÁO interactions. The H atoms of a methyl group of the caffeine molecule are disordered over two sets of sites of equal occupancy.
Related literature
For related structures, see: Bhatti et al. (2011); Feeder & Jones (1996) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Figure 1
The molecular structure of the title adduct with the atom numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. H atoms are presented as small spheres of arbitrary radius. Symmetry codes: (i) −x+1, −y, −z+2; (ii) −x, −y+1, −z+1; (iii) x, y+1, z; (iv) −x, −y+1, −z+2.
